Estimation of kinetic parameters from thermochemical data.
A method is described by which kinetic parameters may be calculated from the measured temperature changes caused by the heat produced during a chemical reaction. An isoperibol titration calorimeter with an ampoule-breaking facility is used to obtain the temperature data. The temperature changes resulting from the reaction between tri-isopropyl phosphite and sulphur (S(8)) are used as an example to demonstrate the effectiveness of the method. The temperature changes are used to calculate an enthalpy of reaction. From the enthalpy of reaction and intermediate heats, instantaneous concentrations of the reactants may be calculated.